Key indicators: single-crystal X-ray study; T = 296 K; mean (C-C) = 0.002 Å; R factor = 0.049; wR factor = 0.163; data-to-parameter ratio = 21.8. organic compounds o1372 Fun et al.
In the molecule of the title compound, C 23 H 20 O 3 , an intramolecular O-HÁ Á ÁO hydrogen bond generates an S(6) ring. The central benzene ring makes dihedral angles of 80.17 (8) and 16.99 (7) , respectively, with the benzyloxy and hydroxymethyl phenyl rings. In the crystal, molecules are linked via intermolecular C-HÁ Á ÁO hydrogen bonds to form dimers. The dimers are connected by C-HÁ Á ÁO hydrogen bonds and C-HÁ Á Á interactions to form columns down the b axis.
Related literature
For general background and applications of chalcones, see: Awad et al. (1960) ; Coudert et al. (1988) ; Insuasty et al. (1992 Insuasty et al. ( , 1997 ; Kolos et al. (1996) ; Sarojini et al. (2006) ; Shettigar et al. (2010) ; Samshuddin et al. (2010) ; Fun et al. (2010) . For related structures, see: Butcher et al. (2006) ; Ravishankar et al. (2003 Ravishankar et al. ( , 2005 ; Narayana et al. (2007) ; Sarojini, Narayana et al. (2007) ; ; Sharma et al. (1997) ; Jasinski et al. (2011) . For hydrogen-bond motifs, see: Bernstein et al. (1995) . For bond-length data, see: Allen et al. (1987) .
Experimental
Crystal data C 23 H 20 O 3 M r = 344.39 Triclinic, P1 a = 8.7308 (5) Å b = 9.5721 (5) Å c = 11.5286 (6) Å = 106.547 (1) = 94.572 (1) = 101.671 (1) V = 894.74 (8) Å 3 Z = 2 Mo K radiation = 0.08 mm À1 T = 296 K 0.42 Â 0.37 Â 0.28 mm Table 1 Hydrogen-bond geometry (Å , ).
Data collection
Cg1 is the centroid of the C17-C22 ring. Data collection: APEX2 (Bruker, 2009); cell refinement: SAINT (Bruker, 2009); data reduction: SAINT; program(s) used to solve structure: SHELXTL (Sheldrick, 2008) ; program(s) used to refine structure: SHELXTL; molecular graphics: SHELXTL; software used to prepare material for publication: SHELXTL and PLATON (Spek, 2009 Chalcones (1,3-diarylpropenones) have been widely used as starting materials in numerous synthetic reactions (Awad et al., 1960; Coudert et al., 1988) including the preparation of fused-ring heterocyclic compounds (Insuasty et al., 1992 (Insuasty et al., , 1997 Kolos et al., 1996; Samshuddin et al., 2010; Fun et al., 2010) . Chalcones are also finding application as organic nonlinear optical materials (NLO) for their SHG conversion efficiency (Sarojini et al., 2006; Shettigar et al., 2010) . The crystal structures of some of the related chalcones viz 1-(3,4-dimethoxyphenyl)-3-(3-methylphenyl)prop-2-en-1-one (Sharma et al., 1997) , 3-(3,4-dimethoxyphenyl)-1-(4-hydroxy-phenyl)prop-2-en-1-one (Ravishankar et al., 2003) , 1-(4-chlorophenyl)-3-(4-hydroxyphenyl) prop-2-en-1-one (Ravishankar et al., 2005) , 3-(3,4-dimethoxyphenyl)-1-(4-fluorophenyl)prop-2-en-1-one (Butcher et al., 2006) , 3-(2-chlorophenyl)-1-(4-hydroxyphenyl)prop-2-en-1-one and (2E)-3-(3,4-dimethoxyphenyl)-1-(4hydroxyphenyl)prop-2-en-1-one (Jasinski et al., 2011) have been reported. In continuation to our studies on structures of chalcones, we report here the crystal structure of a new chalcone, the title compound.
In the molecular structure ( Fig. 1) , an intramolecular O2-H1O2···O3 hydrogen bond (Table 1) forming an S(6) ring motif (Bernstein et al., 1995) is observed. The C1-C6 and C10-C15 benzene rings form a dihedral angle of 16.99 (7)°b etween them. In addition, they also make dihedral angles of 69.01 (7) and 80.17 (8)°, respectively, with the terminal phenyl ring (C17-C22). Bond lengths (Allen et al., 1987) and angles are within normal range.
The crystal packing is shown in Fig. 2 . The molecules are linked by intermolecular C22-H22A···O2 hydrogen bonds (Table 1) to form dimers. Furthermore, these dimers are connected by intermolecular C16-H16B···O3 hydrogen bonds (Table 1) to form columns down the b axis. The C-H···π interactions (Table 1) which involve C11 and the C17-C22 phenyl ring further stabilize the crystal structure.
Experimental 2-Hydroxy-5-methoxyacetophenone (1.66 g, 0.01 mol) was mixed with 4-benzyloxybenzaldehyde (2.12 g, 0.01 mol) and dissolved in ethanol (30 ml). To this solution, 3 ml of KOH (50%, 10 mL) was added at 5°C. The reaction mixture was stirred for 5 h and poured on to crushed ice. The pH of this mixture was adjusted to 3-4 with 2 M HCl aqueous solution.
The resulting crude yellow solid was filtered, washed successively with dilute HCl solution and distilled water and finally recrystallized from ethanol (95%) to give the pure chalcone. Crystals suitable for X-ray diffraction studies were grown by Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) 0.0585 (7) 0.0458 (6) 0.0415 (6) 0.0108 (5) −0.0038 (5) 0.0157 (5) C11 0.0894 (11) 0.0432 (7) 0.0645 (9) −0.0001 (7) −0.0308 (8) 0.0175 (6) C12 0.0889 (11) 0.0487 (7) 0.0666 (9) −0.0018 (7) −0.0384 (8) 0.0198 (7) supplementary materials sup-5 C13 0.0563 (7) 0.0444 (6) 0.0507 (7) 0.0082 (5) −0.0092 (5) 0.0190 (5) C14 0.0607 (7) 0.0423 (6) 0.0500 (7) 0.0045 (5) −0.0112 (5) 0.0128 (5) C15 0.0617 (7) 0.0495 (6) 0.0436 (6) 0.0075 (5) −0.0129 (5) 0.0139 (5) C16 0.0729 (9) 0.0446 (7) 0.0673 (9) 0.0019 (6) −0.0206 (7) 0.0211 (6) C17 0.0583 (7) 0.0372 (5) 0.0567 (7) 0.0047 (5) −0.0095 (6) 0.0153 (5) C18 0.0572 (8) 0.0691 (9) 0.0813 (10) 0.0046 (7) 0.0034 (7) 0.0390 (8) C19 0.0524 (7) 0.0668 (9) 0.0942 (12) 0.0110 (7) −0.0089 (7) 0.0323 (9) C20 0.0812 (10) 0.0570 (8) 0.0655 (9) 0.0160 (7) −0.0137 (8) 0.0229 (7) (6) 0.0057 (7) 0.0172 (7) C23 0.0657 (9) 0.0635 (8) 0.0607 (8) 0.0067 (7) −0.0080 (7) 0.0178 (7) Geometric parameters (Å, °) 
